Source of material: Crystals were obtained from the slow evaporation of an aqueous solution of the compound (Sigma) containing a 10 molar excess of NaOH (pH = 12.7); the pH of the solution was 10.0 when crystals deposited. NMR (heteronuclear COSY) in d6-DMSO were recorded on a Varían Gemini 2000. IH (300 Mz): δ 11.97 (HI), 7.79 (H4a), 7.33 (H6), 7.19 (H4b), 1.88 ppm (H5). 13C (75.47 Μζ):δ 178.8 (C2), 163.0 (C5), 140.5 (C6), 104.9 (C4), 13.4 ppm (Me). The analysis is in essential agreement with an earlier study (see
) and if(C4-N4) distances of 1.709(2) A, 1.367(3) Â, 1.340(3) Â, 1.360(3) Â and 1.327(3) Â, respectively indicate significant resonance in the structure with notable additional π-electron density in the C4-N4 bond. The NMR results indicate that this is substanially the case in solution.
C5H8N3O0.5S, OTthorhombic, P2i2i2 (No. 18), a =9.914(1) Â, ¿7=12.875(2) Â, с =5.399(2) Â, V =689.1 λ^ Ζ =4, ÄfF) =0.032, =0.035. 
